LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On : 23 Nov 2018 16:40 Instrument :
Operator : JU/SJ (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i J5999-05 SSSHH15£A31
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF110818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.222 18 23 31 rvB 68665 104530 7.77% 0.827%
2 5.175 522 525 540 rBV 33712 53211 3.96% 0.421%
3 5.557 586 590 609 rBY 1024352 1223233 90.94% 9.683%
4 6.563 757 761 781 rBVY 1236995 1345077 100.00% 10.648%
5 6.704 781 785 793 rVV 1553715 1311724 97.52% 10.384%
6 6.934 821 824 833 rBV 388704 345654 25.70% 2.736%
7 7.087 847 850 866 rBV 935445 870039 64.68% 6.887%
8 7.498 917 920 939 rBV 667418 816635 60.71% 6.465%
9 8.216 1039 1042 1063 rBV 373949 457916 34.04% 3.625%
10 9.286 1221 1224 1234 rBV 1049388 994268 73.92% 7.871%
11 9.686 1289 1292 1298 rVB 62258 60293 4._.48% 0.477%

12 9.975 1338 1341 1351 rVB 451288 472439 35.12% 3.740%
13 10.775 1473 1477 1488 rBV 586385 665924 49.51% 5.272%
14 11.475 1592 1596 1599 rBV 427645 398392 29.62% 3.154%

15 11.498 1599 1600 1607 rVB 58177 44224 3.29% 0.350%
16 11.975 1677 1681 1685 rBV2 88138 93991 6.99% 0.744%
17 12.010 1685 1687 1693 rVB 17084 18390 1.37% 0.146%
18 12.092 1698 1701 1704 rBV2 16317 17923 1.33% 0.142%
19 12.692 1800 1803 1808 rBV 126025 127880 9.51% 1.012%
20 12.757 1812 1814 1817 rBV2 39326 34710 2.58% 0.275%

21 12.927 1840 1843 1849 rVB 129977 121021 9.00% 0.958%
22 13.051 1861 1864 1868 rBV 914426 781692 58.12% 6.188%

23 13.145 1877 1880 1885 rVB3 12172 15934 1.18% 0.126%
24 13.257 1891 1899 1903 rBV 32906 66974 4.98% 0.530%
25 13.321 1907 1910 1913 rVVv2 15367 17738 1.32% 0.140%
26 13.363 1914 1917 1923 rVB2 16297 19968 1.48% 0.158%
27 13.457 1930 1933 1936 rBV2 14315 23096 1.72% 0.183%
28 13.592 1954 1956 1960 rBV2 17156 19499 1.45% 0.154%
29 13.927 2010 2013 2019 rBV3 60618 76927 5.72% 0.609%
30 14.127 2042 2047 2050 rBV2 443144 499333 37.12% 3.953%
31 14.151 2050 2051 2056 rVB 75766 66976 4.98% 0.530%
32 14.239 2064 2066 2070 rVB 31456 29934 2.23% 0.237%
33 14.292 2073 2075 2081 rVB4 17242 20508 1.52% 0.162%
34 14.516 2111 2113 2115 rBV 19438 15132 1.12% 0.120%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On : 23 Nov 2018 16:40

Operator : JU/SJ

3?22'6 i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.545 2115 2118 2123 rVV2 56040 61809 4.60% 0.489%
36 14.863 2168 2172 2175 rBV 78032 89316 6.64% 0.707%
37 15.210 2227 2231 2242 rVB 148921 252641 18.78% 2.000%
38 15.527 2282 2285 2290 rBV2 31670 53236 3.96% 0.421%

39 15.604 2293 2298 2303 rVB2 129404 186712 13.88% 1.478%
40 15.657 2303 2307 2313 rBVY 238938 331963 24.68% 2.628%

41 16.057 2370 2375 2380 rVB 88044 149654 11.13% 1.185%

42 16.339 2419 2423 2432 rVB5 47274 94807 7.05% 0.751%

43 16.580 2460 2464 2471 rVB 41896 63654 4.73% 0.504%

44 16.798 2497 2501 2511 rVB6 38675 78840 5.86% 0.624%

45 17.398 2600 2603 2610 rVB6 22068 38386 2.85% 0.304%
Sum of corrected areas: 12632203
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110947.D

1400000
6.56
1200000

5.56
1000000 7.09

800000
7.50

600000

400000 6.93

200000
2.22
W) 5.17 K\_

o=————T—————— e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110947.D

1400000

1200000
9.29
1000000 13.05

800000

600000 10.77

9.97 11.47
400000 8.22

200000 12.69 12.93

11.97
k\ 9.69 111.50 1 9 2.76 33326
I

o1 e e e B e A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110947.D

1400000

1200000

1000000

800000

600000

14.13

400000 15.66

1521 1540
14.86 16.06
200000 o 13.93 i ipaq 14 15, 16,34 16.5816 80 17.40

o~

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112318\
BF110947.D

23 Nov 2018 16:40

Ju/sJ

J5999-05

SSSI-1115-S-AB-1

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number

1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.22 6.05 ng 104530 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 23 (2.222 min): BF110947.D (-18) (-) m/z 73.10 100.00%
73.1
5000 43.1
55.1 87.1
2.20 2.30 2.40 2.50 2.60
-7ttt m/z 43.10 41.73%
m/z--> 10 20 30 40 5 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 LR IURAN AR UG IUAAAE R
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 31.94%
29.0
0 L AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 27 .65%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .46%
5000 43.0
58.0
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

5.17 3.08 ng 53211 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 9
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 524 (5.169 min): BF110947.D (-522) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 | 480 5.00 5.20 5.40 5.60
o | FRMMSNSMSOVHY | N ANV K- m/z 59.10 55.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R S I
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 19.13%
0 210 L 690 830 gp0 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 5.00 520 540 5.60
5000 m/z 58.10 15.22%
101.0
o150 om0 | %80 g0 g6
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4769: 1-Butanol, 3—methoxy— L LI L B L DL B
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.57%
5000
350 43.0
. 89.0
T }?19 |""J|L“ '“lw‘”"l ERRAREE 7}ﬂq AARRRRS R ,,}Q%-?,I T A R SR LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112318\
Data File : BF110947.D

Aca On : 23 Nov 2018 16:40

Operator : JU/SJ

Sample : J5999-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.70 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.70 75.90 ng 1311720 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 784 (6.698 min): BF110947.D (-781) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 9%.1 "5k ko 650 760
01 e m/z 68.10 44 .73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 L L L UL
6.40 6.60 6.80 7.00
m/z 134.00 31.12%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "ok ok ¢80 7Dy
5000 980 1160 m/z 66.00 28.96%
0 |....|...‘.‘l‘.‘..‘.‘hlu.“..l“l“..‘.“lu.“.luu:.l-5.8|'0....|].-8.9..0.
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI I L L L
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.86%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.97 4.72 ng 93991 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 52

Abundance Scan 1680 (11.969 min): BF110947.D (-1677) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.1 \
97.0
u‘“ 1571 1850 2131 256.2 11.60 11.80 12.00 12.20
0! m/z 43.05 96.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
il WJW
5000 1290 LA L L L L LB L
83.0 11.60 11.80 12.00 12.20
- 0
1570 1g50 2130 256.0 m/z 60.00 90.74%
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 75.69%
ol15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid Dy e s B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 74 .86%
5000 129.0
0 15.0 .
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112318\
Data File : BF110947.D

Aca On : 23 Nov 2018 16:40

Operator : JU/SJ

Sample : J5999-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 11H-Benzo[b]fluorene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.26 2.68 ng 66974 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 72
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72

Abundance Scan 1900 (13.263 min): BF110947.D (-1891) (-) m/z 216.10 100.00%
216.1
5000
57| 0 . 11|1 11290 1620 18?'0 13.00 13.20 13.40 13.60
0...,....,'..." “..','.'.'.. i ,”..I I '.'..I.'l....l..l. L m/z 215.10 72 . 44%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
13.00 13.20 13.40 13.60
m/z 213.10 27 .87%
107.0
Obrrrr 220, 630 810,y 1390 1630 18930 |
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0
13.00 13.20 13.40 13.60
5000 m/z 217.10 22 .94%
95.0 189.0
ol 140 390 630 | 122.0139.0 1630 J |
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 57.00 16 .54%
5000
108.0
o 430 630 810 | | 1390 1630 1% M
m/z--> 20 40 6|0 8|0 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112318\
Data File : BF110947.D

Aca On : 23 Nov 2018 16:40

Operator : JU/SJ

Sample : J5999-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Cyclohexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.08 ng 76927 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 86
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 83
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 74
4 Cvclopentane. (4-octvldodecvl)- 350 C25H50 005638-09-5 74
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 74
Abundance Scan 2013 (13.927 min): BF110947.D (-2010) (-) m/z 57.05 100.00%
5%.0

5000
155.1 190.0 13.60 13.80 14.00 14.20
o} m/z 43.05 73.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
97.0
5000 B

13.60 13.80 14.00 14.20
m/z 55.10 58.04%

ol L || 129 w0 260

e

ob i L - e
m/z--> 50 100 150 200 250 300 350 400
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0
R REmE e R
13.60 13.80 14.00 14.20
5000 m/z 83.10 53.84%
97.0
o ZGJOJ‘\ HMN JM l || 1390 183.0 222.0253.0
P p e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate R a R mamEE L
57.0 13.60 13.80 14.00 14.20
m/z 97.05 45_.22%
97.0
5000
39.0
ol26:0] | | ‘ | | 1% 1810 2220 2040 3220 3670 4180
I e b e L B B B R R REEE e R
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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SSSI-1115-S-AB-1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.48 ng 61809 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Octacosane 394 C28H58 000630-02-4 81
3 Heptadecane 240 C17H36 000629-78-7 81
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2117 (14.539 min): BF110947.D (-2115) (-) m/z 57.10 100.00%
57.1
5000
90 140 2090 o501 1420 1410 1460 1450
ol PP m/z 43.10 69.27%
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
5000 LR DA DU B SRS
14.20 14.40 14.60 14.80
m/z 71.05 69.02%
2qo 99.0 4410 198.0
Ot J'W”lﬂ”"l"" U ALY DA SR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.05 38.48%
99.0
o 27,0 ] I | “ | 1410 1830 225.0 281.0 337.0 394.0
m/z--> éo 100 1%0 200 250 360 350 '
Abundance #94346: Heptadecane LI LI L B LR
57.0 14.20 14.40 14.60 14.80
m/z 41.10 26.73%
5000
99.0
. 210, | | | I\ | 1410 1830 2400
mz> 50 - 100 150 200 250 300 30 14:20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.86 3.58 ng 89316 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2172 (14.863 min): BF110947.D (-2168) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 ' 14'60 14'80 1500 1520
141 0 1051 256.1 14.60 14.80 15.00 15.20
ol .|-, LA (I O s T ool S m/z 71.10 66.47%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
w000 #90 "T4l50 1460 15,00 1530
29.0 m/z 43.05 63.60%
. || ] | II‘H130141016901960 240.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 46.49%
. 290 h L] ﬂf?9}4}04690191022502530 295.0323.0  367.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T B T i o By B
57.0 14.60 14.80 15.00 15.20
m/z 55.05 25.01%
5000 85.0
N ‘\ Ly M OJ141 0169.0107.0 2%7267.0204.0323.0 352.0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl6.34 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.34 5.71 ng 94807 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4a.8-Dimethyl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 35
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 27
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 25
4 3.7-Diisopropvl-5-methvl-1.2(4H)... 192 C12H20N2 088829-71-4 25
5 Pyrrolidine, 1-(9-borabicyclo[3.... 191 C12H22BN 022516-41-2 22

Abundance Scan 2423 (16.339 min): BF110947.D (-2419) (-) m/z 191.15 100.00%
191.2
81.0
5000
41.0 o O O
2351 273.1 316.1 16.00 16.20 16.40 16.60
01 m/z 81.05 58.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89138: 2-(4a,8-Dimethyl-6-ox0-1,2,3,4,4a,5,6,8a-octahydro...
41.0 95.0 191.0
69.0 123.0
5000 LA LI L L L L L LB
16. 00 16. 20 16 40 16. 60
m/z 177.10 57.09%
234.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
R AEaREE LS
16.00 16.20 16.40 16.60
5000 570 m/z 95.10 52.11%
810 107.0 149.0
oh20y L e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... T
191.0 16.00 16.20 16.40 16.60
m/z 123.05 46 .47%
5000{ 430
1230 149 0
69.0 \ ‘
Obprtref bbb “‘ ‘“ VI EOENTPUE S O — S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16. 20 16 40 16. 60

8270-BF110818.M Mon Nov 26 09:45:37 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.58 3.84 ng 63654 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 72
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 72
3 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 72

Abundance Scan 2464 (16.580 min): BF110947.D (-2460) (-) m/z 57.10 100.00%

57.1

8

5000
S aa e  RRREE B
127.1 1551 183.0207.00991 2711 16.20 16.40 16.60 16.80
Ot m/z 71.10 60.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
57.0
5000 85.0 IIIIIIIIIIIIIIII|II
16.20 16.40 16.60 16.80
9.0 m/z 43.05 55.58%
. 113.0
o) I || l, ||| T s 0 169.0 197.0 2250 254.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141433: Pentadecane, 8-hexyl-
43.0
S aa e  RRREE B
71.0 16.20 16.40 16.60 16.80
5000 m/z 85.10 38.77%
99.0 196.0
bl o 1210 1850 | 2950 2520 2800
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153231: 5-Ethyl-5-methylnonadecane A B o
57.0 16.20 16.40 16.60 16.80
m/z 55.05 25.78%
5000 59 dkhTWI\AWMJmewmf\ﬂhﬂwmv
113.0
0 ‘ “\ H\ M |y ‘ | 155 0 183.0 211 0 253 0 28:\L 0
e e e e e e e e S aa e  RRREE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknownl16.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.80 4.75 ng 78840 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 42
2 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 38
3 2-Fluoro-3-trifluoromethvlbenzoi... 284 C14H8F402 1000357-64-3 38
4 3-Fluoro-4-trifluoromethvlbenzoi... 284 C14H8F402 1000357-93-7 38
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 37
Abundance Scan 2501 (16.798 min): BF110947.D (-2497) (-) m/z 191.10 100.00%
191.1
5000

s
2251 257.1 284.0 16.40 16.60 16.80 17.00 17.20

0 m/z 95.10 45_.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 R B
16. 40 16 60 16 80 17. 00 17. 20
950 1350 1630 m/z 81.10 41.78%
69.0 : | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66152: 3-Buten-2-one, 4-(2,5,6,6-tetramethyl-1-cyclohexen...
191.0
R e R E e o R
16.40 16.60 16.80 17.00 17.20
5000 m/z 69.10 39.51%
41.0
h 69.0 950 123.0 149.0 |
o} NN | PO ot Y S Y ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130667: 2-Fluoro-3-trifluoromethylbenzoic acid, phenyl ester B e e e
191.0 16.40 16.60 16.80 17.00 17.20
m/z 123.10 34.14%
5000
163.0
39.0 65.0 113.0 | 284.0
[ R e R e R E e o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16 80 17. 00 17. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112318\

Data File : BF110947.D

Aca On - 23 Nov 2018 16:40

Operator : JU/SJ

ﬁ?ggle i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknownl17.40 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.40 2.31 ng 38386 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 35
2 Phenol. 2.6-bis(1l.1-dimethvlethyl)- 206 C14H220 000128-39-2 27
3 Phenol. 3.5-bis(l.1-dimethvlethyl)- 206 C14H220 001138-52-9 27
1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 27
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 27
Abundance Scan 2603 (17.398 min): BF110947.D (-2600) (-) m/z 191.10 100.00%
191.1
95.0
5000 55.0 1p31 15L0

217.1 2431 271.1 R o AR R EE
17.00 17.20 17.40 17.60 17.80

0 m/z 95.05 47 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0

17.00 17.20 17.40 17.60 17.80
m/z 55.05  38.65%

5000

(o]

'l'rl'rl'l‘rl‘l'l'l‘rrl‘l'l‘rl'l‘l'"r"l‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66116: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
R e R E e o R
17.00 17.20 17.40 17.60 17.80
5000 m/z 151.00 35.03%
57.0
200 or.0 L0 4630 |
0 ...,..‘..‘,‘...‘.i...‘.‘,.l‘..,.‘..‘.‘,.a..,.‘.‘..,‘...‘.,....,....,.... T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66114: Phenol, 3,5-bis(1,1-dimethylethyl)-
191.0 17.00 17.20 17.40 17.60 17.80
570 m/z 123.05 31.52%
5000
e 20 o oo te0 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 00 17. 20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112318\

Data File : BF110947.D

Acq On : 23 Nov 2018 16:40

Operator : JU/SJ

3?22'6 i J5999-05 SSSI-1115-S-AB-1
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.22 6.0 ng 104530 1 6.93 345654 20.0
2-Pentanone, 4-hy... 5.17 3.1 ng 53211 1 6.93 345654 20.0
unknown6.70 6.70 75.9 ng 1311720 1 6.93 345654 20.0
n-Hexadecanoic acid 11.97 4.7 ng 93991 4 11.47 398392 20.0
11H-Benzo[b]fluorene 13.26 2.7 ng 66974 5 14.13 499333 20.0
Cyclohexadecane 13.93 3.1 ng 76927 5 14.13 499333 20.0
Tetradecane 14.54 2.5 ng 61809 5 14.13 499333 20.0
Heptadecane 14.86 3.6 ng 89316 5 14.13 499333 20.0
unknownl16 .34 16.34 5.7 ng 94807 6 15.66 331963 20.0
Octadecane 16.58 3.8 ng 63654 6 15.66 331963 20.0
unknownl16 .80 16.80 4.8 ng 78840 6 15.66 331963 20.0
unknownl17.40 17 .40 2.3 ng 38386 6 15.66 331963 20.0
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